BasIn,Bis Structure:
ASB5C4 tP28_104 _ac_ac_c-001

This structure originally had the label A6B5C4_tP28_104_ac_ac_c. Calls to that address will be redirected here.
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Prototype BasBisIng

AFLOW prototype label A5B5C4_tP28_104_ac_ac_c-001
ICSD 54853

Pearson symbol tP28

Space group number 104

Space group symbol Pinc

AFLOW prototype command aflow —-proto=A5B5C4_tP28_104_ac_ac_c-001
—~params=a, C/a7 21,%22,%3,Y3,23,T4,Y4,24,T5,Y5, 25

e Space group P4nc #104 allows an arbitary placement of the origin of the z-axis. Here we use this freedom to set
z1 = 1/2 for the Ba-I atoms.
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Simple Tetragonal primitive vectors

ay; = aX
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = Z1 a3 = CzZ1 Z (23,) Bal
B, = %a1+%a2+(zl+%) as = %ai+%ay+c(zl+%)2 (2a) Bal
B; = Zo as = 20 Z (2a) Bil
B4 = %al—l—%ag—f—(Zg—‘r%) as = %aﬁ—&—%ay—&—c(zg—i—%)i (2a) Bil
Bs = r3a; + yzas + 23 ag = arsX+aysy +cz3 (8¢) Ba II
Bg = —r3a; —yszas + z3as = —ax3X —aysy +cz3z (8¢) Ba II
B~ —y3za; +x3as + z3as = —aysX +axsy +cz32 (8c) Ba II
Bs ysa; — xr3as + 23 as = aysX —ar3y +cz3Z (8c) Ba II
By, = (z5+3) a1 — (ys—3) a2 + = a(zms+i)x—a(ys—3) 9+c(es+i)2 (8c) Ba II
(2’3 + %) as
Bio = —(zs—3)ai+(ys+3)a+ = —a(zs—3) k+a(ys+3)y+c(zs+3)2 (8c) Ball
(23 +3) as
Biu = —(y—3)a—(zs—3)a+ = —a(ys—3) %k—a(zs—3)y+c(zs+3)2 (8¢) Ba IT
(ot 3) a0
B2 = (y3+%)a1+(a¢3+%)a2+ = a(y3+%)f<+a(ﬂﬁ3+%)y+c(23+%)i (8¢) Ba II
(2 + 1) s
Bz = r4a) + ysas + 24 a3 = axsX+aysy +cz4z (8¢) BilI
Bis = —x4a] — Ygag + 24 a3 = —axsX—aysy +cza z (8c) Bi Il
Bis = —ysa; +x4az + 2483 = —ays R+ ary§ +cza 2 (8c) Bi II
Big = Yaa] — Tga9 + 24 a3 = aysX —axryy +c24 2 (8¢) Bill
B17 = (l’4+%) alf(y475)a2+ = a(x4+%)5<—a(y4f%)y+c(24+%)2 (86) Bi Il
(2a+3) as
Bis = —(mu—3)ai+(a+t3)a+ = —a(za—3) Xt+a(ya+i)y+c(au+i)2 (8c) Bi II
(24 + %) as
Big = - (y4 — %) a; — (3:4 — %) a+ = -—-a (y4 — %) X—a (.Z‘4 — %) y+c (24 + %) Z (8¢) BiIl
1
(21+3) a3
B20 = (y4+%)a1+(z4+%)a2+ = a(y4+%)i+a(x4+%)y+c(24+%)2 (8(?) Bi IT
(20 +3) as
By = Tsay + ysas + 25 as = arsX+aysy + cz52 (8c) Inl
Boy = —Tsa] — Ysas + 25 as = —arsX —aysy + cz5 Z (80) Inl



B23 = —Ys ay + x5 a2 + 25 as = —ays X+ axrs 5’ + cz5 Z (8C) Inl

Boy = Ysa; — Tsas + 25 as = ays X —arsy + cz52 (8c) Inl

Bos = (x5+%)a1—(y5—%)a2+ = a(gcg)—l—%)i—a(ys—%)ﬁ—i—c(%—i—%)i (8c) Inl
(254 1) g

By = —(ms—3)ai+(yps+3)ast = —a(zs—35)%+a(ys+3)I+e(st+3)z  (8) InT
(25 +3) as

Byr = —(ys—3ar—(zs—3)a+ = —a(ys—3) %—a(zs—3)y+c(z+3)2 (8c) InI
(2’5 + %) as

Bas =  (ps+i)ar+(as+i)as+ = a(ys+3)&+a(m+i)y+e(s+i)z (8o InI
(254 1) g
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